Scheme S1. Synthetic procedure to generate compounds 5 and 6. 2
Fig. S1
Molecular structure of the Cu(II) mononuclear complex 2 with the atom labelling scheme. Hydrogen atoms have been omitted for clarity. Thermal ellipsoids are drawn at 50% probability. Table S1 . Selected X-ray and corresponding DFT-optimized (into square brackets) bond distances (Å) and angles (°)
for compounds 1 and 2.
7 Table S2 . Selected X-ray and corresponding DFT-optimized (into square brackets) bond distances (Å) and angles (°) for compounds 3 and 4'.
8 Table S3 . Metrical parameters of the ferrocenyl units in compounds 3 and 4'. 8
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